Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.006 Å; R factor = 0.067; wR factor = 0.135; data-to-parameter ratio = 10.9.
Related literature
For general background, see: Tamminen et al. (2000) ; Valkonen et al. (2004) ; . For related structures, see: Valkonen et al. (2007 Monoclinic, P2 1 a = 11.4462 (5) Å b = 7.5998 (3) Å c = 14.3286 (6) Å = 102.055 (2) V = 1218.94 (9) Å 3 Z = 2 Mo K radiation = 0.08 mm À1 T = 123 K 0.30 Â 0.10 Â 0.06 mm
Data collection
Bruker Kappa APEXII diffractometer Absorption correction: none 9113 measured reflections 3155 independent reflections 2207 reflections with I > 2(I) R int = 0.091 Refinement R[F 2 > 2(F 2 )] = 0.067 wR(F 2 ) = 0.135 S = 1.05 3155 reflections 289 parameters 4 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.32 e Å À3 Á min = À0.32 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: COLLECT (Bruker, 2008) ; cell refinement: DENZO-SMN (Otwinowski & Minor, 1997) ; data reduction: DENZO-SMN; program(s) used to solve structure: SIR2002 (Burla et al., 2003) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97 and Mercury (Macrae et al., 2006) .
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-Hydroxy-N-(3-hydroxypropyl)-5 -cholan-24-amide
A. Valkonen, J. Koivukorpi, M. Lahtinen and E. Kolehmainen
Comment
The title compound is a lithocholic acid (LCA) derivative which was supposed to be a potential organogelating agent (Valkonen et al., 2004) . However, in gelation studies these properties were found to be too weak for utilization in any purposes. Although single crystals of analogous deoxycholic (DCA, 3α,12α-dihydroxy-5β-cholan-24-oic acid) and chenodeoxycholic (CDCA, 3α,7α-dihydroxy-5β-cholan-24-oic acid) acid amide derivatives were easily obtained during gelation tests (Valkonen et al., 2004; Valkonen et al., 2007; , the crystals of the title compound were very thin needles and far too small for crystallographic data collection. Methanol, which is unacceptably good solvent for the title compound and analogues in gel formation (Valkonen et al., 2004) , showed to be a good solvent for growing of reasonable size crystals of the title compound for X-ray diffraction studies. The molecular structure of the title compound is shown in Fig. 1 .
The simulated powder diffraction pattern by Mercury (Macrae et al., 2006) from the single crystals of title compound in Fig. 2 is not congruent with the powdery sample pattern previously investigated (Valkonen et al., 2004) , indicating the title compound to have more than one polymorphic form. However, the single-crystal structure of title compound is isostructural to analogous DCA and CDCA derivatives, N-(3-hydroxypropyl) 3α,12α-dihydroxy-5β-cholan-24-amide and N-(3-hydroxypropyl) 3α,7α-dihydroxy-5β-cholan-24-amide, as also seen from the simulated powder diffraction patterns in Fig. 2 . These compounds have also similar unit-cell parameters, an intramolecular O-H···O hydrogen bond between hydroxyl group (O27-H27o) at the end of the side chain and amide carbonyl (O24) ( Fig. 1 and Table 1 ) as well as similar ttti side chain overall conformation . The intermolecular H-bond frameworks are also identical, which is possible due to the lack of the acceptors for the extra O-H donors in structures of DCA and CDCA derivatives.
Experimental
The first step was a preparation of methyl lithocholate from lithocholic acid according to literature method (Tamminen et al., 2000) . In the second step methyl lithocholate (1.69 g, 4.33 mmol) and 3-amino-1-propanol (3.25 g, 43.3 mmol) were dissolved in 20 ml of methanol. The resulting mixture was heated with an oil bath and stirred at 70-80 °C for 2 days. Cooled solution was poured into 50 ml of water, the precipitate was filtered and washed twice with water. The obtained product was dried and recrystallized from acetonitrile. Yield was 1.48 g (79%).
Suitable single crystals for X-ray diffraction were obtained by very slow evaporation of analytical sample from NMRtube, where methanol-d 4 was used as a solvent. The melting point of these single crystals (186-188 °C) was found to be in agreement with the one for powdery product (184-185 °C, Valkonen et al., 2004) .
supplementary materials sup-2 Refinement
In the absence of significant anomalous scattering effects Friedel pairs have been merged. The meaningless Flack parameter is not reported. All H atoms were visible in electron density maps, but those bonded to C were placed at idealized positions and allowed to ride on their parent atoms at C-H distances of 0.98 Å (methyl), 0.99 Å (methylene), and 1.00 Å (methine), with U iso (H) of 1.2 times U eq (C) (or 1.5 times U eq (C) for methyls). The N-H proton was found in the electron density map and it was fixed in place by DFIX restraint at distance of 0.91 (2) Å from N atom, and U iso (H) value of 1.2 times U eq (N) was used. The O-H protons were also found in the electron density map, restrained by DFIX [0.84 (2) Å from O] and U iso (H) factors set to values of 1.5 times U eq (O). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Special details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O3 0.1237 (2) 0.3301 (5) 0.2779 (2) 0.0286 (7) (4) 164 (5) O3-H3O···O24 i 0.84 (2) 2.05 (2) 2.880 (5) 171 (5) N24-H24···O3 i 0.89 (2) 2.20 ( 
